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Date: 23-APR-2001
2. Physi co-chem cal Data ID: 3173-53-3

2.1 Melting Point

Val ue: -80 degree C

Met hod: other: historical data

Test subst ance: other TS: cyclohexylisocyanate

Fl ag: Critical study for SIDS endpoint

23- APR- 2001 (1)

2.2 Boiling Point

Val ue: 172 degree C at 1013 hpa

Met hod: other: Handbook val ue

Test subst ance: other TS: cyclohexylisocyanate; purity not noted

Reliability: (2) valid with restrictions

Fl ag: Critical study for SIDS endpoint

20- APR- 2001 (2)

2.4 Vapour Pressure

Val ue: 2.2 hpa at 20 degree C

Met hod: other (rmeasured): historical data

Test subst ance: other TS: cycl ohexylisocyanate

Flag: Critical study for SIDS endpoint

23- APR- 2001 (1)
Val ue: 12 hpa at 50 degree C

Met hod: other (neasured) : historical data

Test subst ance: other TS: cyclohexylisocyanate

Fl ag: Critical study for SIDS endpoint

23- APR- 2001 (1)

2.5 Partition Coefficient

| og Pow:
Met hod:
Year:
Test subst ance: other TS: cyclohexylisocyanate
Remar k: A log Pow is not determnable due to the instability in water.
Fl ag: Critical study for SIDS endpoint
23- APR- 2001 (1)

2.6.1 Water Solubility

Qualitative: other: rapid hydrolysis

Test subst ance: other TS: cyclohexylisocyanate

Fl ag: Critical study for SIDS endpoint

23- APR- 2001 (1)
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Date: 23-APR-2001
3. Environmental Fate and Pathways ID: 3173-53-3

3.1.1 Photodegradation

Type: air
I NDI RECT PHOTOLYSI S
Sensi tizer: H
Conc. of sens.: 1560000 nolecul e/cnB
Rate constant: 00000000001 cm3/ (molecule * sec)
Degr adat i on: 50 % after 12.8 hour(s)
Met hod: other (calculated): AOP Program (vl.89)
Year: GLP: no
Test substance: other TS: nolecular structure
Reliability: (2) valid with restrictions
Fl ag: Critical study for SIDS endpoint
23- APR- 2001

3.1.2 Stability in Water

Type :
Met hod:

Year: GLP:
Test substance:
Remar k: Hydrol ysis !
Fl ag: Critical study for SIDS endpoint
23- APR- 2001

3.3.1 Transport between Environmental Conpartnents

Type : fugacity nodel level I11

Medi a: other: air, water, soil, sedinment
Air (Level 1):

Water (Level 1) :

Soil (Level 1):

Biota (L.II/III):

Soil (L.II/TII):

Met hod: other: EPIWN Level 11l Fugacity Mbdel
Year : 1999
Resul t: Di stribution Hal f-Life Emi ssi ons Fugacity
(percent) (hr) (kg/hr) {atm)

Air 7.03 25.7 1000 8.77e-011
\at er 31 360 1000 1.33e-008
Soi | 61.6 360 1000 2.53e-008
Sediment  0.365 1.44e+003 0 6.37e-009

Persistence Time: 213 hr
Reaction Tine: 272 hr
Advection Tine: 987 hr
Percent React ed: 78. 4
Percent Advected: 21.6

Reliability: (2) valid with restrictions
Fl ag: Critical study for SIDS endpoint
23- APR- 2001
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3. Envi ronnent al

Date: 23-APR-2001

Fate and Pathways ID: 3173-53-3

3.5 Biodegradation

Type

| nocul um
Concentration:
Degr adati on:
Met hod:

Year .
Test substance:
Remar k:

Reliability:
Fl ag:
23- APR- 2001

aerobic

predom nantly donestic sewage

.8 mg/1l

75 % after 20 day

CECD Cuide-line 301 D "Ready Biodegradability: Cl osed Bottle
Test"

1979 GLP: no

other TS: purity: approx. 98 %

1 g/l Emulgator W (CAS-No. 68130-72-3) wused as enulsifier
(2) valid with restrictions

Critical study for SIDS endpoint

-3/9-




Date: 23-APR-2001
4,  Ecotoxicity ID: 3173-53-3

AQUATI C  ORGANI SM5

4.1 Acute/Prolonged Toxicity to Fish

Type: static
Speci es: Leuci scus didus (Fish, fresh water)
Exposure peri od: 72 hour(s)
Unit: mg/1 Anal ytical nonitoring: no
LCO: .5
Met hod: other: Bestimmung der Wrkung von Wasserinhaltsstoffen auf
Fische. DEV, L 15 (1979)
Year : 1979 GLP: no
Test substance: other TS: purity: approx. 98 %
Renmar k: range finding test
Fl ag: Critical study for SIDS endpoint
23- APR- 2001 (1)

4.2 Acute Toxicity to Aquatic Invertebrates

4.3 Toxicity to Aquatic Plants e.g. Algae

-4/9..




Date: 23-APR-2001
5 Toxicity ID: 3173-53-3

5.1 Acute Toxicity

5.1.1 Acute Oral Toxicity

Type: LD50
Speci es: rat
Strain: Sprague- Daw ey
Sex: mal e/ f emal e
Nurmber of
Ani mal s: 20
Vehi cl e: other: undil uted
Val ue: 560 mg/kg bw
Met hod:
Year: 1974 GLP: no data
Test substance: other TS: cyclohexyl isocyanate; purity not noted
Met hod: The wundiluted conpound was fed by stomach tube to

Sprague-Dawl ey albino nmale and female rats. After the
approxi mte Mnimal Lethal Dose was determned, groups of
male and female rats were fed in increasing doses at
increments of 0.1 fractional log intervals at four levels to
cover the toxicity range. The data was used to calculate
LD50 by the method of EJ de Beer. Observations were made
for toxic signs over a 14 day period and the viscera of the
aninals were exam ned macroscopically.

Resul t: The single oral dose LD50 for mae and female rats was
placed at 560mg/kg bw with lower and upper linmts of 490 to
630 mg/kg bw. Toxic signs included reduced appetite and
activity (1-3 days in survivors), increasing weakness,
collapse, and death. Survival timewas several hours to 2
days. Autopsy findings were lung and liver hyperemia, and
acute gastrointestinal inflammation. Surviving animals were
sacrificed 14 days afer dosing. The viscera appeared nornal
by nmacroscopic exam nation.

Reliability: (2) valid with restrictions
Fl ag: Critical study for SIDS endpoint
23- APR- 2001 (a)
Type: LD50
Speci es: rat
Strain: Spr ague- Dawl ey
Sex mal e/ f emal e
Number of
Ani mal s: 4
Vehi cl e: other: 20% ethanol-80% propylene glycol solution
Val ue: 335 - 625 mg/kg bw
Met hod: ot her
Year: 1974 GLP: no data
Test substance: other TS: cyclohexyl isocyanate;, purity = technical grade
Met hod: Mal e Sprague-Dawl ey rats (weighing 270-300g) and females

(wei ghing 200-250g) were fasted for 24 hours before the
conpound was admi ni stered. The conpound was diluted so that
each aninmal received its dose in a volume equivalent to
0.1-0.2% body weight. Graded doses were given to four
groups of 4 animals by gavage. Synptoms and nortality were
recorded for 14 days and the LD50 calculated by the method
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Date: 23-APR-2001

5 Toxicity ID: 3173-53-3
of wWeil (cs Weil, 1952. Bionetrics. 8:349).
Resul t: LD50 = 625 wmg/kg bw (females) LD 50 = 335 mg/kg bw (nales)

Rats exhibited symptons of |ethargy and, depending on dose,
proceeded to profound sedation.

Reliability: (2) wvalid with restrictions
Fl ag: Critical study for SIDS endpoint
23- APR- 2001 (5)

5.1.2 Acute Inhalation Toxicity

Type : LC100
Speci es rat
Strain:
Sex: mal e
Nurmber of
Ani mal s: 6
Vehi cl e: other: undil uted
Exposure tine: 2.5 hour(s)

Val ue:

ca. 7160 mg/m?

Met hod:

Year: GLP: no data
Test substance: other TS: cyclohexyl isocyanate; purity not noted
Met hod: Six mature male rats were placed in a stainless steel

chamber of 35 liter capacity and exposed to a concentrated
at mosphere of vapors produced by passing a stream of air
through 42.4g of the conpound contained in a 500ml
Erl enneyer flask. Vapors from the flask were passed though
a one liter bottle to remove droplets and then into the
chamber. Air flow through the chamber was 4.0 liter/min as
measured by a calibrated rotaneter. No supplementary air
was introduced. The animals were observed for behavior
until all succunbed. The viscera of the animals was
exam ned macroscopically.

Resul t: Al six animls succunmbed within 2.5 hours after start of
exposure. Ccul ar discharge, labored breathing, and slight
| ethargy were observed during the first hour of exposure.
During 1-2.5 hours of exposure, the animals exhibited
increased weakness, collapse and death. Henorrhagic lungs were
seen upon autopsy. Average concentration of the vapors in the
chanber was calculated to be 7.16g/m3 (1393 ppm.

Reliability: (2) wvalid with restrictions
Fl ag: Critical study for SIDS endpoint
23- APR- 2001 (4)

- 6/9 =




Date: 23-APR-2001

5. Toxicity ID: 3173-53-3
Type: LC100
Speci es: rat
Strain:
Sex: mal e/ f emal e
Number of
Ani mal s: 8
Vehi cl e: other: undiluted
Exposure tinme: 2 hour (s)
Val ue: ca. 13523.76 mg/m3
Met hod:
Year: GLP: no data
Test substance: other TS: cyclohexyl isocyanate; purity = technical grade
Met hod: The rats were supported on a wire mesh rack inside a 20
liter chamber equipped with a wi ndow and exposed to an
atnosphere saturated with the test substance. Vapors were
generated by passing a stream of air over a known quantity of
test material. The air flow was neasured by a calibrated
fl owreter. Animals were observed until both succumbed.
Resul t: Exposure of rats to a saturated vapor of the conpound caused
noticable eye irritation, dyspnea, salivation, piloerection,
and death to all animls exposed. Death occurred within 2
hours. Calculated exposure concentration was approximtely
2631.5 ppm (13523.76 wg/m3).
Reliability: (2) valid with restrictions
Fl ag: Critical study for SIDS endpoint
23- APR- 2001
5.1.3 Acute Dermal Toxicity
Type other: MD
Speci es: r abbi t
Strain:
Sex: mal e/ f emal e
Number of
Ani nal s: 5
Vehi cl e: other: undil uted
Val ue: 2000 - 3160 mg/kg bw
Met hod:
Year: GLP: no data
Test substance: other TS: cyclohexyl isocyanate; purity not noted
Met hod: The undiluted conmpound was applied in increasing doses at
increments of 0.2 fractional log intervals to the closely
clipped, intact skin of New Zealand albino male and fenale
rabbits. The treated areas were covered with plastic strips
and the aninmals held in wooden stocks for periods up to 24
hours, after which they were assigned to individual cages.
Cbservations were nmade for toxic signs over a 14 day period
and the viscera of the test animals were exam ned
macr oscopi cal | y.
Resul t : The acute skin absorption Mninal Lethal Dose for nale and

female rabbits was found to be greater than 2000 and |ess
than 3160 mg/kg bw. Toxic signs included reduced appetite
and activity (2-4 days in the survivors), increasing
weakness, collapse and death. Survival at the higher doses

..7/9..




Date: 23-APR-2001

5 Toxicity ID: "3173-53-3
was |ess than 24 hours. Autopsy findings were henorrhagic
lungs, slight liver discloration and gastrointestinal
i nfl ammati on. Surviving animals were sacrificed 14 days
after dosing. The viscera appeared normal by macroscopic
exam nati on.

Reliability: (2) wvalid wth restrictions

Fl ag: Critical study for SIDS endpoint

23- APR- 2001 (4)

Type other: MD

Speci es: r abbi t

Strain:

Sex : mal e/ f emal e

Number  of

Ani mal s: 4

Vehi cl e: other: undiluted

Val ue: 500 mg/kg bw

Met hod: ot her

Year: 1974 GLP: no data
Test substance other TS: cyclohexyl isocyanate; purity = technical grade

Met hod:

Resul t:
Reliability:
Fl ag:

23- APR- 2001

Male and female New Zealand white rabbits (weighing 2-3 kg)
were exposed to undiluted compound on their shaved backs for
24 hours, after which the conpound was renoved. Doses were
200, 500, 1000, 2000 mg/kg bw.  Synptoms and nortality were
recorded for 14 days.
M nimal Lethal Dose = 500 mg/kg bw
The only obvious synptom was tachypnea.
(2) valid with restrictions
Critical study for SIDS endpoint

(5)

5.1.4 Acute Toxicity, other Routes

5.4 Repeated Dose Toxicity

5.5 Genetic Toxicity 'in Vitro'

5.6 Cenetic Toxicity 'in vivo!

5.8 Toxicity to Reproduction

5.9 Devel opnental

Toxicity/ Teratogenicity

- a/Z9 ~




Date: 23-APR-2001

6. References ID. 3173-53-3

Bayer AG data

CRC Handbook of Chemistry and Physics. 80th edition

(1999-2000) David R Lide, ed. CRC Press, New York. p 3-123 No.

Meylan W and Howard P. (1999) EPIWin Mbddeling Program
Syracuse Research Corporation. Environnental Science Center,
6225 Running Ridge Road, North Syracuse, NY 13212-2510.
Younger Laboratories Study # 9495YLR74 (unpublished)

Chemagro Study #40870 (unpublished)
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